• applications to spectroscopic, ferroelectric, charge, and spin transport or nonlinear optical properties of materials • crystal-structure prediction • chemical-engineering screening • evaluation of organic (π-conjugated oligomers, graphene, fullerenes), inorganic (oxides, metals, intermetallic compounds), and hybrid organic−inorganic materials • surfaces and interfaces This Special Issue is intended to provide the chemistry community with a broad understanding of the current state-ofthe-art in the application of density functional theory to materials and also to pave the way toward new advances in the use of DFT to elucidate and predict properties of new materials.
